Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.038; wR factor = 0.095; data-to-parameter ratio = 15.7.
In the crystal structure of title compound, C 14 H 17 Cl 2 NOS, the cyclohexyl ring has a chair conformation and connects with an equatorial N atom. Molecules are connected via N-HÁ Á ÁO hydrogen bonds into chains.
Related literature
For related literature, see: Li et al. (2008a,b) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). The structure determination was performed as a part of a project on the interactions of small molecules with proteins. The structures of the similar compounds N-benzyl-2-(2-chloro-4-methylphenoxy)acetamide (Li et al., 2008a) and N-benzyl-2-(2,6-dichlorophenoxy)acetamide (Li et al., 2008b) were reported previously.
In the crystal structure the cyclohexyl ring is in a chair conformation. The molecules are connected via N-H···O hydrogen bonding between the N-H H atom and the carbonyl O atom into chains, that extend in the direction of the c axis.
The solution of 2,3-dichlorobenzenethiol (1.0 mmol), N-cyclohexyl-2-chloroacetamide (1.1 mmol), K 2 CO 3 (1.1 mmol) and CH 3 CN (20 ml) was refluxed for 4 h. After completion of the reaction (by TLC monitoring), the solution was cooled and solvent was evaporated under reduced pressure. The residue was poured into water and adjusted the pH 6-7 with dilute hydrochloric acid (10%) and extracted with ethyl acetate, washed with brine and dried over anhydrous MgSO 4 to obtain the corresponding crude product. The product was purified by column chromatography on silica gel using ethyl acetate as eluent (yield 80%). Crystals suitable for X-ray diffraction were obtained by slow evaporation of a solution of the solid dissolved in ethyl acetate/hexane at room temperatures for 6 d.
Refinement
All H atoms were placed in geometrically calculated positions and refined using a riding model with C-H = 0.97 Å (for CH 2 groups).
Figures Fig. 1 . The molecular structure of the title compound showing displacement ellipsoids drawn at 50% probability level. H atoms are omitted for clarity.
N-Cyclohexyl-2-(2,3-dichlorophenylsulfanyl)acetamide
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